Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; some non-H atoms missing; R factor = 0.040; wR factor = 0.111; data-to-parameter ratio = 15.6.
In the title compound, C 18 H 21 N 3 O 2 SÁ0.5H 2 O, the benzene ring makes dihedral angles of 88.59 (6) and 40.74 (8) with the pyridine ring and the amide group, respectively. The water O atom lies on a twofold axis. In the crystal, the organic molecules and the water molecules are linked via O-HÁ Á ÁO hydrogen bonds, while the organic molecules are connected to each other via N-HÁ Á ÁO hydrogen bonds, forming a threedimensional network.
Related literature
For related compounds and their biological activity, see: Khire et al. (2004) ; Dominguez et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Comment
Sorafenib is a molecule of great importance owing to its antitumor properties (Khire et al., 2004; Dominguez et al., 2007) .
The title compound, which is one of its derivatives, possesses even better in vitro anticancer activity against both two tumor cell lines (HCT116 and HEPG2). As a potent antitumor drug, we report here its crystal structure.
In the title molecule, C 18 H 21 N 3 O 2 S.0.5(H 2 O), the central benzene ring makes dihedral angles of 88.59 (6)° and 40.74 (8)°w ith the pyridine and amide bonds, respectively (Fig. 1) . The O atom of the isolated water molecule lies on a two-fold axis.
In the crystal structure, two organic molecules and one water molecule are linked via the O3-H3···O2
ii hydrogen bonds, 
Experimental
To the suspension of anhydrous potassium carbonate (0.69 g, 5.0 mmol) and 4-(4-aminophenylthio)-N-methylpicolinamide (0.52 g, 2.0 mmol) in 7.0 ml THF was added dropwise pivaloyl chloride (0.25 g, 2.1 mmol). After being stirred at room temperature for 2 h, the mixture was extracted with 30 ml EA and 30 ml brine for three times and the combined organic layers were dried over anhydrous sodium sulfate. Then the solution was concentrated under vacuum, and the residue was recrystallized from ethanol to give the title compound, with 40% yield. Crystals suitable for a X-ray analysis were obtained by slow evaporation from a solution of ethanol at room temperature.
Refinement
The two H atoms of N1 and N3 were located in a difference Fourier map and refined isotropically. The remaining H atoms were positioned geometrically (C-H = 0.93-0.96 Å) and refined using a riding model, with U iso (H) = 1.2-1.5U eq (C).
Figures Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level.
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